Structural analysis of covalent peptide dimers, bis(pyridine-2-carboxamidonetropsin)(CH_2)_(3-6), in complex with 5'-TGACT-3' sites by two-dimensional NMR by Dwyer, Tammy J. et al.
Supporting Information for J. Am. Chem. Soc., 1993, 115(22), 9900-9906, DOI: 10.1021/ja00075a005
Terms& Conditions
Electronic Supporting Information files are available without a subscription to ACS Web Editions. The American Chemical
Society holds a copyright ownership interest in any copyrightable Supporting Information. Files available from the ACS website
may be downloaded for personal use only. Users are not otherwise permitted to reproduce, republish, redistribute, or sell any
Supporting Information from the ACS website, either in whole or in part, in either machine-readable form or any other form
without permission from the American Chemical Society. For permission to reproduce, republish and redistribute this material,
requesters must process their own requests via the RightsLink permission system. Information about how to use the RightsLink
permission system can be found at http://pubs.acs.org/page/copyright/permissions.html.
Copyright © 1993 American Chemical Society
© 1993 Am. Chem. Soc. 
J. Am. Chem, Soc. v 115 
d . 9900 Dwyer
Supplementary material. Listings of the restraints and the achieved distances from 
molecular modeling of the (2-PyN)2-C6-5'-TGACT-3’ complexa 
Intermolecular ligand-DNA restraints:
Peptide 1 DNA Peptide 2 Restraint in A Distance in A
A19 Cl'H NH-3 2.S-3.7 3.79
A19 Cl'H H3-3 2.5-3.7 3.25
H6 G5 Cl'H 2.5-3.7 2.78
H6 G5 NH2b 1.8-5.0 3.81
C18 Cl'H NH-2 1.8-2.5 2.58
C l8 C l’H H3-2 1.8-3.7 3.06
NH-1 A6 Cl'H 2.5-3.7 2.85
NH-1 A6 C2H 2.5-3.7 3.06
H3-2 A6C2H 1.8-2.5 2.51
NH-2 A6 C2H 2.5-3J 3.72
A6 C2H H3-2 1.8-3.7 2.88
A6 C2H NH-1 2.S-3.7 3.80
T17 C l’H NH-1 1.8-2.5 2.57
H3-2 Cl Cl'H 1.8-2.5 2.56
NH-2 C7 C l’H 1.8-2.5 2.41
G16C1H H 6 2.5-3,7 2.47
G16 NH2b H6 1.8-5.0 3.72
H3-3 T8 C l’H 2.5-3,7 3.31
NH-3 T8 Cl'H 2.5-3.7 3.74
Intramolecular ligand restraints:
Peptide 1 Restraint in A Distance in A
NH-1 to H3-2 2.5-S.7 2.57
H3-2 to NH-2 1.8-2.5 2.16
■NH-2 to H3-3 Z5-3.7 2.57
H3-3 to NH-3 1.8-2.5 2.11
Peptide 2 Restraint in A Distance in A
NH-1 to H3-2 2.5-S.7 2.64
H3-2 to NH-2 1.8-3.7 2.40
NH-2 to H3-3 2.5-3.7 2.65
H3-3 to NH-3 1.8-2.5 2.14
Restraints for the hydrogen bonds in the Watson-Crick base pairs were 1.65 - 2.05 A, 
^Restraint to the nitrogen atom of the guanine amino group.
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